Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.038; wR factor = 0.107; data-to-parameter ratio = 10.2.
Experimental
Crystal data Mo K radiation = 0.08 mm À1 T = 296 K 0.47 Â 0.15 Â 0.05 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.962, T max = 0.996 5499 measured reflections 1147 independent reflections 717 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.107 S = 0.98 1147 reflections 113 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.12 e Å À3 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg is the centroid of the N1/C1/C2/C3/C8 ring.
Symmetry codes: (i) Àx þ 1 2 ; y À 1; z À 1 2 ; (ii) Àx þ 1 2 ; y; z þ 1 2 .
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: SHELXL97 and publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o2691 [doi:10.1107/S1600536812034873]
5-Methyl-1H-indole-3-carbaldehyde Sharifah Shafiqah Ismail, Hamid Khaledi and Hapipah Mohd Ali Comment
The structure of the title compound is isomorphous with that of 1H-indole-3-carbaldehyde (Ng, 2007) . The planar molecules are connected via N-H···O hydrogen bonds (Table 1) into chains in the [021] direction. The chains are further linked through C-H···π interactions (Table 1) to form layers in the bc plane. The structure of 6-bromo-1H-indole-3carbaldehyde (Johnson et al., 2009) exhibits similar N-H···O bonded chains, however, further supramolecular aggregation by Br-involved interactions is observed.
Experimental
The title crystals were obtained by slow evaporation of an ethanolic solution of the commercially available 5-methylindole-3-carboxaldehyde at room temperature.
Refinement
The C-bound hydrogen atoms were located in calculated positions and refined in a riding mode with C-H distances of 0.93 (C sp2 ) and 0.96 (C methyl ) Å. The N-bound H atom was found in a difference Fourier map and refined freely. For all hydrogen atoms, U iso were set to 1.2-1.5U eq (carrier atom). In the absence of significant anomalous scattering effects Friedel pairs were merged.
Computing details
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication:
SHELXL97 (Sheldrick, 2008) and publCIF (Westrip, 2010 Crystal packing view looking down the a axis, thus showing the two-dimensional-supramolecular structure formed by N -H···O and C-H···π interactions (dashed lines). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-Methyl-1H-indole-3-carbaldehyde
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Hydrogen-bond geometry (Å, º) Cg is the centroid of the N1/C1/C2/C3/C8 ring. Symmetry codes: (i) −x+1/2, y−1, z−1/2; (ii) −x+1/2, y, z+1/2.
